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In the title compound, C 21 H 15 FOS, the dihedral angles between the mean plane of the benzofuran fragment and the pendant 3-fluorophenyl and phenyl rings are 1.76 (5) and 32.29 (5) , respectively. In the crystal, molecules are linked by a slippedinteraction between the furan and benzene rings of neighbouring molecules [centroid-centroid distance = 3.665 (2) Å , interplanar distance = 3.391 (2) Å and slippage = 1.390 (2) Å ].
Related literature
For the pharmacological activity of benzofuran compounds, see: Aslam et al. (2009) ; Galal et al. (2009) ; Khan et al. (2005) . For natural products with benzofuran rings, see: Akgul & Anil (2003) ; Soekamto et al. (2003) . For related structures, see: Choi et al. (2009 Choi et al. ( , 2010 Data collection: APEX2 (Bruker, 2009); cell refinement: SAINT (Bruker, 2009); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 1998) ; software used to prepare material for publication: SHELXL97.
Supplementary data and figures for this paper are available from the IUCr electronic archives (Reference: FF2033). et al., , Khan et al., 2005 . These benzofuran derivatives occur in a wide range of natural products (Akgul & Anil, 2003; Soekamto et al., 2003) . As a part of our ongoing study of benzofuranderivatives containing either 2-(4-fluorophenyl) (Choi et al., 2009) or 2-(4-chlorophenyl) (Choi et al., 2010) substituents, we report herein the crystal structure of the title compound.
In the title molecule ( Fig. 1) , the benzofuran unit is essentially planar, with a mean deviation of 0.007 (1) Å from the least-squares plane defined by the nine constituent atoms. The dihedral angles between the mean plane of the benzofuran fragment and the 4-fluorophenyl and phenyl rings are 1.76 (5)° and 32.29 (5)°, respectively. The crystal packing (Fig. 2) is stabilized by a slipped π-π interaction between the furan and benzene rings of adjacent molecules, with a Cg1···Cg2 i distance of 3.665 (2) Å and an interplanar distance of 3.391 (2) Å resulting in a slippage of 1.390 (2) Å (Cg1 and Cg2 are the centroids of the C1/C2/C7/O1/C8 furan ring and the C2-C7 benzene ring, respectively).
Experimental
Zinc chloride (273 mg, 2.0 mmol) was added to a stirred solution of 4-phenylphenol (340 mg, 2.0 mmol) and 2-chloro-2methylsulfanyl-3'-fluoroacetophenone (437 mg, 2.0 mmol) in dichloromethane (30 mL) at room temperature, and stirring was continued at the same temperature for 1h. The reaction was quenched by the addition of water and the organic layer was separated, dried over magnesium sulfate, filtered and concentrated at reduced pressure. The residue was purified by column chromatography (hexane-benzene, 5:2 v/v) to afford the title compound as a colorless solid [yield 54%, m.p. 357-358 K; R f = 0.61 (hexane-benzene, 5:2 v/v)]. Single crystals suitable for X-ray diffraction were prepared by slow evaporation of a solution of the title compound in acetone at room temperature.
Refinement
All H atoms were positioned geometrically and refined using a riding model, with C-H = 0.95 Å for aryl and 0.98 Å for methyl H atoms. U iso (H) =1.2U eq (C) for aryl and 1.5U eq (C) for methyl H atoms. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.94952 (7) 0.0435 (9) 0.0221 (7) 0.0427 (9) 0.0034 (6) −0.0199 (7) 0.0010 (6) C13 0.0486 (9) 0.0287 (7) 0.0307 (7) −0.0009 (6) −0.0183 (7) 0.0010 (6) C14 0.0344 (7) 0.0241 (7) 0.0245 (7) −0.0015 (5) −0.0061 (5) −0.0022 (5) C15 0.0189 (6) 0.0223 (6) 0.0219 (6) −0.0024 (5) 0.0002 (5) 0.0012 (5) C16 0.0318 (7) 0.0243 (7) 0.0328 (7) −0.0010 (5) −0.0093 (6) −0.0027 (5) C17 0.0408 (8) 0.0227 (7) 0.0413 (8) 0.0030 (6) −0.0113 (7) −0.0011 (6) C18 0.0284 (7) 0.0310 (7) 0.0327 (7) 0.0030 (6) −0.0067 (6) 0.0060 (6) C19 0.0229 (6) 0.0330 (7) 0.0233 (6) −0.0054 (5) −0.0049 (5) 0.0007 (5) C20 0.0235 (6) 0.0235 (6) 0.0240 (6) −0.0031 (5) −0.0023 (5) 0.0000 (5) C21 0.0333 (8) 0.0419 (9) 0.0319 (7) −0.0110 (6) 0.0015 (6) −0.0137 (6) Geometric parameters (Å, °) S1-C1 1.7537 (13) C10-H10 0.9300 S1-C21 
